Organic compounds possessing a high degree of conjugation such as phenylenes or phenyleneethynylenes have long been recognized as ideal materials for advanced electronics and photonic applications such as organic LEDs, liquid crystal displays, and solar cells. 1,2 During a research process of attempting to synthesize X-shaped phenyleneethynylene with terminal vinylsilane units, a novel diyne (1,4-bis(4-((Z)-1phenyl-2-(trimethylsilyl)vinyl)phenyl)buta-1,3-diyne) was incidentally obtained by a reaction of (Z)-1-(4-ethenylphenyl)-1phenyl-2-silylethene with 1,2,4,5-tetrabromobenzene.
Organic compounds possessing a high degree of conjugation such as phenylenes or phenyleneethynylenes have long been recognized as ideal materials for advanced electronics and photonic applications such as organic LEDs, liquid crystal displays, and solar cells. 1, 2 During a research process of attempting to synthesize X-shaped phenyleneethynylene with terminal vinylsilane units, a novel diyne (1,4-bis(4-((Z)-1phenyl-2-(trimethylsilyl)vinyl)phenyl)buta-1,3-diyne) was incidentally obtained by a reaction of (Z)-1-(4-ethenylphenyl)-1phenyl-2-silylethene with 1,2,4,5-tetrabromobenzene.
The chemical structure is shown in Fig. 1 . An X-ray analysis was undertaken in order to disclose the inherent three-dimensional structure of this novel compound.
Single crystals were obtained from an ethyl acetate-hexane solution. A colorless platelet crystal with a size of 0.38 ¥ 0.35 ¥ 0.10 mm was mounted on a glass fiber and used for data collection. The structure was solved by direct methods and non-H atoms were refined by a full-matrix least-squares method with anisotropic temperature factors. The positions of all H-atoms were located by a difference Fourier synthesis and refined isotropically. The atomic parameters of the H-atoms were fixed in the final refinement. The crystal and experimental data are given in Table 1 . The crystal structure shows a symmetry close to space group P21/c. However, the Rint value for the Laue symmetry 2/m was 0.042, which is significantly larger than 0.037 for the Laue symmetry 1. In addition, a refinement using space group P21/c converged (D/s = 0.000) at a relatively high R factor of 0.075. On the final difference Fourier map significant residual electron densities were observed with (Dr)max and (Dr)min being 0.75 and -0.82 e/Å 3 , respectively. Therefore we lowered the crystal symmetry to P1 and it helped with a successful structure refinement.
Two independent molecules located on the center of symmetry are present in an asymmetric unit. The molecular structure of one of the independent molecules, drawn by ORTEP-III, is shown in Fig. 2 with ring labelling. The molecules whose labels Table 2 . The 1,4-diphenylbuta-1,3-diyne moiety takes a linear and planar structure. The molecules are centrosymmetric, and hence the trimethylsilyl and the terminal phenyl groups are located on opposite sides with respect to the central 1,3-diyne part. Two independent halves of the molecules take very similar structures. The hundreds of digits of atomic labels are omitted for the sake of simplicity in the following description. The geometrical parameters for molecule I are followed by the corresponding values for molecule II in square brackets. The dihedral angle between two phenyl planes is 106.2(2) [106.2(2)]˚. The torsion angle of Si-C1-C2-C3 is 8.6(6) [9.3(5)]˚. The trimethylsilyl group faces ring A. The C17 atom points to the center of ring A(Cg) with the C17·Cg distances being 3.71 [3.73]Å. Although the distances are not significantly short, this conformation indicates a weak attractive interaction between ring A and the methyl group. The bond angle of C17-Si-C1 is 115.5(2) [115.8(2)]˚, which is significantly larger than the corresponding angles with respect to C18 and C19. The bond angle Si-C1-C2 is 134.0(3) [135.4(2)]˚. The widening of these bond angles also suggests an interaction between C17 and ring A. The other bond angles and bond lengths in the molecules are within the expected ranges. The molecules are packed by van der Waals interactions in the crystal. Symmetry operators: (1) -x, -y+3, -z+1 (2) -x+2, -y+2, -z+2.
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